[Evaluation of the energy of the stabilization of the transitional state due to hydrogen bonds in the active site of serine proteases].
Using the semiempirical MNDO method, several systems simulating the active site of serine proteases have been studied. The stabilization energy was found to depend strongly on the nucleophilicity of the attacking group. The decrease of the activation energy has been estimated as 9 kcal/mole. It was shown that the substrate distortion does not vary with forming of hydrogen bonds.